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TeNbHOTO aHAN3a CIEKTPOD CCJCHICTHIX 1 MbIUIBIKOBIC
‘THIX KHcaoT. OGHapyskeno, 4uTo Ho0aBieHlie ra;oreHHI0n
IL{CIOYHBLIX METaJJIoB B BOAHbBIE PACTBOPBI OKHCI0B MbILIbIY
Ka TPHBOAHT K 06pa3oBaiuio OPTO-apCeHHTOB, nan6oJee
cTabuabHOIT (OopMOH KOTOPHIX apasierca MsAsOs. B TBep-|
110M COCTOSHMI 5Ta (POPMA XapaKTEPH3YeTCs TEM, UTO aToM,
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Vansant F. K, Veken B. J. van der. Vibrational
analysis of arsenic acid and its anions. II. Normal coor-
dinate analysis. «J. Mol. Struct.», 1973, 15, Ne 3, 439—444 .
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] IpnGmxennsim (kuieMatny.)- Metotom Bexepa—Mar- |
C‘ n‘ - . TeCa BLIUNCCHLI CHVIOBLIE mocTostHible Mosekya HiAsOy u

1 nonos_AsO,2-, HAsO;2~ u HyAsO,~. Bbluiicaeno Takxe !
pacnpeje/ienle NOTCHUIAJBHON 3HEPriiH KoJeGaHHil no BHYT- }
| PEHHHM KOOpAMHATAM CHMMETPHH H [aHO OTiHeceHHe YacToT ;

no ¢opme xoneGannil. Paccmorpena  KoppeJsius Mcmny"
BAICHTHOI CH0BOIT nocTosNNOI 1t ‘nopsaAKoM cBasH As—O.
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; é Onpenesenst 31ayeHist CHJOBLIX TOCTOSIHHBIX IJSL CBSI3N
As—O B caenylouinx coemmenunx HpAsQ,8-p= p=0, 1)

; 2. 3; CH3A503(2—”)_, p=0, 1, 2; CHaASOz(l__p)—Hp. p=90,1;
(CH:;):ASO; ASO(OCH3)3, CH:{ASO(OCHa)a, (CHs)ASO-:

(OCHs). TTo aMnupuu. ¢-nam 3uGepTa BbluHCAGHB! 3Haye-
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22 51028. HeamnupuueckHe pacueTbl rapMOHHYECKHX CH-
JOBBIX MojeR M KojebaTeJbHLIX CMEKTPOB OKCHAOB H CYJb-
¢unos Mmbiuwbska R;AsY (R=H, F; Y=O0O, S) u ponacr-
BeHHbIx coeaunennii. Ab initio calculation of harmonic
force fields and vibrational spectra for the arsine oxides
and sulfides R;AsY (R=H, F; Y=O0O, S) and related
compounds / Schneider Winfried, Thiel Warter, Komorni-
cki Andrew // J. Phys. Chem.— 1990.— 94, Ne 7— C.
2810—2814.— Awnra.

Hesmnupuueckum MertogoMm CCII ¢ ncnosb3oBanueMm 3d¢-
¢exTuBHOro -ocroBHoro IIT a4 OCTOBHHIX 3JIEKTPOHOB H
JABYX3KCMOHeHTHOro Ga3Hca, HONOJHEHHOro  MoJspH3all.
G-UHSAMH, AJS BaJEHTHHX 3JEKTPOHOB aTtoMoB As M S H
cranpaprioro Gasuca 6—31 I'd* aaa ocranbHHX aTOMOB
NpoBeJeHb: pacueThl psjfa coenHHeHHiT MblwbaAKa: HjAs
(1), HsAsO (II), H3AsS (II1), FsAs (1V), F3AsO (V),

sAsS (VI), uuc- W tpanc-H,AsOH (VII) u HAsO (VIIl).

aCCyHTaHHble 3HawYeHHs pPABHOBECHBIX TEOMETPHY, Mapa-



'METpOB, BpallaTeJbHbIX TNOCTOSHHHX, YacTOT KoieGauuit n
HX HHTEHCHBHOCTei, MOCTOSHHBIX KopHnoanca ueHtpoGexHo-
ro HCKaXkeHmnsi, a Takxe cuioBpe noas mojekya I—VIII
XOpOIIO COTJAcyIOTCA €O CMEKTPabHBIMI AaHHBIMH. Hau-
Ayuilee corjiacke noaydeno aqs Mosekyn 1 u 1V. Ha oc-
HOBaHHH aHAaJH3a PACCUMTAHHHIX YacTOT ‘KoseGaHHii BO3-
MOXKHBEX H30TOnoMepoB aByx u3omepoB VII, VIII u 111
JaHa HoBas HHTepnperauus Hek-pex mosoc B HMK-cnexktpe
I11. BuGa. 40. U. H. Cenuenst
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, 112: 167985t Ab initio calculation of harmonic force ficlds

and vibrational spectra for the arsine oxides and sulfides
R:AsY (R = II, F; Y = O, S) and related compounds. Schoeider,
Winfried; Thiel, Walter; Kemornicki, Andrew  (Theor. Chem.,
Bergische Univ.Gesamthochsch., D-5600 Wuppertal, 1 Fed. Rep.
Ger.). J. Phys. Chem. 1990, 94(7), 2810-14 (ling). Ab initio SCF
calens. using effective core potentials and polarized deuble-basis sets
are reported for HaAs, HAsO, HaAsS, Fads, F3AsO, FaAsS, cis- and
trans-H2AsOH, and HAsO. The calcd. geometries, rotational consts.,
vibrational frequencies, Coriolis coupling consts., centrifugal distortion
consts., IR band intensities, and force fields were compared with the
available exptl. date. Agreement was found in the case of the known
mols., esp. H3As and FaAs, so that the predictions for the unknown
mols. are expected to be realistic. The theor. results confirmed a
recent spectroscopic identification of HiAs0, H2AsOH, and HA<O
and suggest reassignment of several obsd, frequencies. -
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